
 ID Tox21_113026         Plate Batch4-SP112431 Well P1-K-03    File SP112431-K03.D       Inj Date: 6 Sep 13   7:58 am -  MF C18H15NO8S2     MW 437.0     Expected Conc: 3.00 mM
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  RT   Found  ELS%  UV %  ELS[mg/mL]  Adj[ELS]  [N mM]   Adj[CLN]  #N

 0.17        100.0   0.0     0.15                                 1.0

 0.32          0.0   0.0                       0.69 mM            1.0

 1.69          0.0   0.0                                          1.0

 1.73          0.0   0.0                                          1.0

 1.83          0.0   0.0                                          1.0

 1.91          0.0   0.0                                          1.0

 1.91   Yes    0.0   0.0                       0.39 mM   0.39 mM  1.0

Comment: Failed-Purity, broad peaks unable to provide % purity

m/z500

Norm.

0
20
40
60
80

*MS+ 0.100:0.330 min
Max: 2271

 5
50

.8

 2
17

.0

 3
06

.7

 6
39

.3

 8
22

.5

 8
97

.8

 7
08

.8

 9
59

.1

 4
33

.0 1
74

.6

 5
97

.0

 5
15

.0

 9
25

.2

 7
61

.2

 6
79

.1

 8
43

.2

m/z500

Norm.

0
20
40
60
80

*MS- 0.100:0.330 min
Max: 16226

 2
32

.7

 4
22

.7

 3
27

.6

 7
96

.8

 1
62

.7

 6
33

.0

 5
51

.0

 7
15

.4

 3
87

.0 3
05

.1

 4
69

.4

 2
20

.9

m/z500

Norm.

0
20
40
60
80

*MS+ 1.724:1.790 min
Max: 9670

 7
86

.0

 4
39

.0

 7
17

.0
 7

15
.2

 7
95

.2

m/z500

Norm.

0
20
40
60
80

*MS- 1.724:1.790 min
Max: 1.28499e+006

 3
56

.0

 2
17

.0  4
35

.6

m/z500

Norm.

0
20
40
60
80

*MS+ 1.812:1.884 min
Max: 5348

 5
20

.2

 9
13

.2

 7
88

.1

 9
92

.9

 6
47

.0

 4
40

.0

 3
58

.2

 2
78

.0

 7
16

.1 4
38

.0

 7
95

.2

m/z500

Norm.

0
20
40
60
80

*MS- 1.812:1.884 min
Max: 1.11113e+006

 2
17

.9

 3
56

.0  4
35

.7

m/z500

Norm.

0
20
40
60
80

*MS+ 1.917:1.948 min
Max: 6308

 5
78

.0

 4
02

.8

 8
35

.0
 8

99
.0

 5
19

.2

 2
15

.2

 7
49

.2

 9
75

.7

 6
37

.2

 7
15

.2

 4
38

.0

 6
35

.3

m/z500

Norm.

0
20
40
60
80

*MS- 1.917:1.948 min
Max: 1.71554e+006

 3
56

.0

 4
35

.6

Page 1 of 1

http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144206577
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